a r 0 and r -1 are the values for the neutral acceptor and for the fully ionized acceptor, respectively. b, d [1] ; c [2] ; e f [3] ; g [4] . Figure S1 . IR spectra of DPTTA-F 1 TCNQ, DPTTA-F 2 TCNQ, and DPTTA-F 4 TCNQ compared with pristine DPTTA and F X TCNQ at room temperature. The shift of CN stretching vibration from 25cm -1 of F 1 TCNQ to 29 cm -1 and 36cm -1 for F 2 TCNQ and F 4 TCNQ indicates the increase of charge transfer degree between the corresponding donor and acceptor molecules. FxTCNQ (x=1, 2, 4) . The reciprocal coordinates of high-symmetry points are Γ=(0, 0, 0), F=(0, 0.5, 0), Q=(0, 0.5, 0.5), Z =(0, 0, 0.5), X=(0.5, 0, 0), V=(0.5, 0.5, 0), R=(0.5, 0.5, 0.5), U=(0.5, 0, 0.5).
